LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110335.D

Aca On : 31 Oct 2018 16:20

Operator : JU/SJ

Sample : J5202-15 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF102318.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.251 24 28 39 rvB 109859 172973 23.52% 2.186%
2 5.198 525 529 534 rBV 20119 25167 3.42% 0.318%
3 5.592 592 596 609 rBV 661955 656215 89.23% 8.294%
4 6.592 762 766 786 rBV 675076 680798 92.57% 8.605%
5 6.739 788 791 799 rBV 769854 682329 92.78% 8.624%
6 6.975 828 831 837 rBV 460422 378954 51.53% 4 _.790%
7 7.128 854 857 866 rBV 616864 527402 71.71% 6.666%
8 7.533 922 926 938 rBV 364962 372438 50.64% 4_.707%
9 8.257 1046 1049 1054 rBV 423439 401506 54.60% 5.075%
10 9.327 1228 1231 1253 rVB 674454 675711 91.88% 8.540%
11 9.722 1295 1298 1305 rBV 62108 61904 8.42% 0.782%

12 10.016 1345 1348 1362 rBV 429619 467118 63.52% 5.904%
13 10.810 1480 1483 1496 rBV 363766 393028 53.44% 4.968%
14 11.516 1599 1603 1612 rBV 536233 494072 67.18% 6.245%

15 12.016 1684 1688 1691 rBV2 7139 9478 1.29% 0.120%
16 12.739 1808 1811 1813 rBV 15383 15435 2.10% 0.195%
17 12.968 1848 1850 1853 rVB 16376 15787 2.15% 0.200%
18 13.098 1868 1872 1875 rBV 897533 735415 100.00% 9.295%
19 13.980 2019 2022 2026 rBV2 50655 64362 8.75% 0.813%

20 14.168 2050 2054 2060 rBV 531730 525181 71.41% 6.638%

21 15.286 2241 2244 2254 rVB 95837 154677 21.03% 1.955%
22 15.709 2314 2316 2322 rVB2 228464 279311 37.98% 3.530%
23 16.151 2388 2391 2397 rVB 87925 122721 16.69% 1.551%

Sum of corrected areas: 7911982
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF103118\
: BF110335.D

: 31 Oct 2018 16:20

: Ju/sd

: J5202-15 2X

12 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF102318.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASE\NIST11.L

ration Parameters: LSCINT.P

Abundance

800000

600000

400000

200000

TIC: BF110335.D

5.59

2.25

5.20

6.74

6.59

7.13
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Time-->

T
5.00
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800000

600000

400000

200000

0

TIC: BF110335.D

9.33

11.52

8.26 10.02

10.81

9.72

12.02

12.7412.9 L,rv

Time-->

10.50 11.00 11.50

9.50

10.00

9.00

12.00

12.50

13.00

Abundance

800000

600000

400000

0

200000 13.98

TIC: BF110335.D

14.17

15.71

15.29
16.15

Time-->

15.50 16.00
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R
13.50 14.00
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I
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110335.D

Aca On : 31 Oct 2018 16:20

Operator : JU/SJ

Sample : J5202-15 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

2.25 9.13 ng 172973 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 28 (2.251 min): BF110335.D (-24) (-) m/z 73.10 100.00%
741
5000 43.0
55.1 87.1
2,20 2.30 2.40 2.50 2.60 2.70
oL e e b Tm/Zz 43.05 40.90%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
43.0 2.20 2.30 2.40 2.50 2.60 2.70
55.0 87.0 m/z 55.10 30.56%
29.0
0 L AN .
LRI IR SR SR S SURILIL SURLI SURLEL I SURIL UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
410 g g 87.0 2.20 2.30 2.40 2.50 2.60 2.70
5000 ' m/z 87.10 27 .68%
29.0
o..w..”,}ﬁQ,.”.,”..“..w..”,.”.,”..“..w.?ﬁq.”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl-
73.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 41.00 12.36%
5000
43.0
oL 20 190 290 711 530 ea0 || 88.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110335.D

Aca On : 31 Oct 2018 16:20

Operator : JU/SJ

Sample : J5202-15 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.74 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.74 36.01 ng 682329 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 791 (6.739 min): BF110335.D (-788) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 LS S L A
400 540 | 6.40 6.60 6.80 7.00
Ot el 780 L age0 W n/z 68.10  41.20%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ||L|||

6.40 6.60 6.80 7.00
m/z 134.00 31.96%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... S 1 -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R N N Bamns
6.40 6.60 6.80 7.00
5000 m/z 66.00 26.90%
33.0 44.0 0.0 105.0
o 0% 0 || e |
O e e e e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.71%
5000 67.0
41.0 97.0
‘ 79.0 117.0
0““‘1070“ -
m/z--> 30 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110335.D

Aca On : 31 Oct 2018 16:20

Operator : JU/SJ

Sample : J5202-15 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 1-Hexadecanesulfonyl chloride Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.98 2.45 ng 64362 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Hexadecanesulfonvl chloride 324 C16H33CIl02S 038775-38-1 83
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 83
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 83
4 l1sobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 83
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 74

Abundance Scan 2022 (13.980 min): BF110335.D (-2019) (-) m/z 57.10 100.00%
57.1
5000 97.0
1721 2300 o711 13.60 13.80 14.00 14.20
ob— A1 m/z 43.10 79 .25%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164026: 1-Hexadecanesulfonyl chloride
57.0
97.0
5000 LN AN SUNILE
13.60 13.80 14.00 14.20
2.0 m/z 55.00 61.34%
0 || .I | l i i .. ) }8?'01 22411'0 27}'0307'0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57.0
97.0 LA NI B SURRLE I
13.60 13.80 14.00 14.20
5000 m/z 69.10 50.90%
ol ‘ Ll 11%1*0 1690 5100 2520 2970 448.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194196: Octadecyl trifluoroacetate A B o
57.0 13.60 13.80 14.00 14.20
97.0 m/z 41.10 49_.87%
5000
oL LUl 11330 1820 2520 207.0 aaso
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103118\
Data File : BF110335.D

Aca On : 31 Oct 2018 16:20

Operator : JU/SJ

Sample : J5202-15 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Heneicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.15 8.79 ng 122721 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Octadecane 254 C18H38 000593-45-3 92
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
4 Docosane 310 C22H46 000629-97-0 90
5 Hentriacontane 437 C31H64 000630-04-6 87

Abundance Scan 2391 (16.151 min): BF110335.D (-2388) (-) m/z 57.10 100.00%
57.1
5000 LL
991 15,80 16.00 16.20 16.40
27.1 169.1 337.1
Y L25 1007,, 2100 2541 S09.0337.1 STR.3| s7 71.10  63.55%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L A UL UG B B
15. 80 16. 00 16. 20 16.40
99.0 m/z 43.10 59.32%
290 27.0
ol I| (210 169.0197.0 239.0267.0296.0
m/z--> éo 100 1éo 260 2%0 360 3éo
Abundance #105885: Octadecane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.10 48.22%
29.0 99,
ol —Hh .r".”.". Aeoolero 2540
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo- L B e S
57.0 15. 80 16. 00 16. 20 16. 40
m/z 55.00 26.51%
5000
28.0
99.0 183.0
ol Ay b b e T sw00 I
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16. 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF103118\
Data File : BF110335.D

Acq On : 31 Oct 2018 16:20

Operator : JU/SJ

Sample - J5202-15 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.25 9.1 ng 172973 1 6.97 378954 20.0
unknown6.74 6.74 36.0 ng 682329 1 6.97 378954 20.0
1-Hexadecanesulfo... 13.98 2.5 ng 64362 5 14.17 525181 20.0
Heneicosane 16.15 8.8 ng 122721 6 15.71 279311 20.0
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